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上海药明康德新药开发有限公司
  WuXi AppTec Co., Ltd.
Address: No.1 Building, 288 FuTe ZhongLu, WaiGaoQiao Free Trade Zone, Shanghai, P.R. China
Telephone: 021-50461111     Fax: 021-50461000

                  pKa Development Report for CS000012

	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS000012
	C9H10N4S
	206.27
	pKa1
	2.86
	2.59
	2.73
	Cosolvent
(Initial 60v% DMSO)

	
	
	
	PKa2
	4.03
	4.16
	4.10
	


[image: image11.png]CS000012_Replicate-1_First titration:

Stored: S1317085.sfs

Sample weight: 0.85 mg

Acquisition time: 1.0 hrs
24 points: pH 1.5 => pH 10.8
Selected: pH 2.0 => pH 10.5
Cosolvent: 42.5wt% DMSO
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CS000012_Replicate-1_Second titration:

Stored: S1317100.sfs

Sample weight: 0.85 mg

Acquisition time: 0.7 hrs
25 points: pH 1.6 => pH 11.0
Selected: pH 2.0 => pH 10.5
Cosolvent: 31.7wt% DMSO
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CS000012_Replicate-1_Third titration:

Stored: S1317104.sfs

Sample weight: 0.85 mg

Acquisition time: 0.7 hrs
26 points: pH 1.6 => pH 10.9
Selected: pH 2.0 => pH 10.5
Cosolvent: 24.0wt% DMSO
CS000012_Replicate-1_Factored concentrations

4.06 mM X 42.5wt% S1317085-1
2.50 mM X 31.7wt% S1317100-1
1.35 mM X 24.0wt% S1317104-1
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10 20 30 40 50 60 70 80 90
wtZ DMSO (H,0)=77
£(DMSO)=50

pKo(H,0) = 2.86 + 0.11 (GOF=0.6, slope=—0.0127)
pK,(DMSO) = 1.58




[image: image2.png]COSOLVENT PROFILE

10 20 30 40 50 60 70 80 90
wtZ DMSO (H,0)=77
£(DMSO)=50

pKo(H;0) = 4.03 + 0.01 (GOF=0.0, slope=—0.0221)
pK,(DMSO) = 1.82
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CS000012_Replicate-2_First titration: 
Stored: S1317140.sfs

Sample weight: 1.00 mg

Acquisition time: 0.9 hrs
23 points: pH 1.2 => pH 10.8
Selected: pH 2.0 => pH 10.5
Cosolvent: 41.5wt% DMSO
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CS000012_Replicate-2_Second titration:

Stored: S1317150.sfs

Sample weight: 1.00 mg                      
Acquisition time: 0.7 hrs
26 points: pH 1.5 => pH 11.1
Selected: pH 2.0 => pH 10.5
Cosolvent: 30.6wt% DMSO
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CS000012_Replicate-2_ Third titration:

Stored: S1317154.sfs

Sample weight: 1.00 mg

Acquisition time: 0.7 hrs
27 points: pH 1.5 => pH 10.8
Selected: pH 2.0 => pH 10.5
Cosolvent: 23.2wt% DMSO
CS000012_Replicate-2_Factored concentrations

2.59 mM X 41.5wt% S1317140-1
3.05 mM X 30.6wt% S1317150-1
1.69 mM X 23.2wt% S1317154-1
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pKo(H;0) = 2.59 + 0.02 (GOF=0.0, slope=—0.0097)
pKo(DMSO) = 1.61
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pKo(H;0) = 4.16 + 0.03 (GOF=0.1, slope=—0.0224)
pK,(DMSO) = 1.92




S1317085
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Tiant Credts/Cary-over

XA | 0.000000
VHO  WKOH  VORG  pH  lonStr BuifCep.

052903 000000 0000000 1030000 00
0829038 026275 0000000 21030000 00
0529438 0339104 0000000 2291 0000 00
0829038 0420083 0000000 25370000 00
0529038 0465813 0000000 23580000 00
0829438 0451125 0000000 32480000 0.0
0529036 0489317 0000000 35650000 00
0829038 0434250 0000000 38480000 00
0829036 0496233 0000000 41120000 00
0529038 0439845 0000000 439 0.000 00
0529038 04399 0000000 47110000 00 TITRATION PLOT
1 052343 0501042 0000000 52370000 00

12 052343 05013 0000000 5E1E0000 00
13 05233 050142 0000000 1820000 00
14 052343 050170 0000000 £5340000 00
15 05233 050229 0000000 70320000 00
16 052343 050354 0000000 76570000 00
17 052343 0503667 0000000 83470000 00
18 052343 0Z00R 0000000 83250000 00
19 052343 0507E 0000000 35240000 00
20 05233 05079 0000000 100220000 00
21 05233 050375 0000000 10.4240000 00
22 05233 0504063 0000000 108230000 00
23 05233 0504458 0000000 111650000 00
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S1317100
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0375330 050445 0000000 13080000 00
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015336 0862333 0000000 4301 0.000 00
015336 0863563 0000000 45380000 00
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S1317104
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1295621 0870875 0000000
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S1317140

[image: image8.png]itration Data

Tiant Crets/Cary-over

XA | 0.000000

No. WHO  wKOH  ORG pH lonSl BufCap

0573063 000000 0000000 13030000 00
0873063 0262208 0000000 27000000 0.0
0573063 0354167 0000000 22900000 00
0873083 0451417 0000000 28130000 00
0573063 0496042 0000000 25770000 00
0573063 0515146 0000000 33170000 00
0873063 0522729 0000000 35650000 00
0873063 0528021 0000000 38950000 00
0873063 0531125 0000000 41670000 00
0873063 053302 0000000 44680000 00
0573063 053445 0000000 47980000 00 TITRATION PLOT
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18 0573083 05EIZ 0000000 36820000 00
19 0573083 0537ES4 0000000 102110000 00
20 0573083 053817 0000000 106720000 00
21 057083 05021 0000000 109520000 00
22 0573083 053250 0000000 113080000 00
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S1317150
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0399521 053260 0000000 19060000 00
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S1317154
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743785 0337083 0000000 13030000 00
T4D1%6 105125 0000000 20720000 00
T4D1S6 1133208 0000000 22210000 00
T401%6 1215708 0000000 24940000 00
T4D1S6 126975 0000000 28640000 00
T401%6 1260336 0000000 32000000 00
7401836 1299845 0000000 35040000 00
T4D1%6 1309667 0000000 37730000 00
T4D1%6 1306338 0000000 40380000 00
TaDiese 1309375 0000000 43220000 00
7401886 1311146 0000000 46430000 0.0 TITRATION PLOT
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21 1401E6 1306271 0000000 $4130000 00
22 14016 136398 0000000 37440000 00
23 14016 1316708 0000000 100520000 00
24 14016 1317521 0000000 10.4230000 00
25 14016 1318696 0000000 107380000 00
% 140169 1320%% 0000000 11110000 00
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